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ERRATUM
pubs.acs.org/jcim
Correction to CSAR Benchmark Exercise of 2010: Selection
of the ProteinLigand Complexes [Journal of Chemical
Information and Modeling 2011, DOI: 10.1021/ci200082t]. James
B. Dunbar, Jr.,* Richard D. Smith, Chao-Yie Yang, Peter Man-Un Ung,
Katrina W. Lexa, Nickolay A. Khazanov, Jeanne A. Stuckey,
Shaomeng Wang, and Heather A. Carlson*
ThisErratumistodeclarethatthevaluesreportedforR
2inthe
paperareactuallyPearsonRvalues.Thewrongcolumnofdatain
aspreadsheetwasusedinadvertently.Allcorrelationvaluesinthe
paper are correct, just mislabeled with the squared superscript.
Oneofthemajorconclusionsnotedintheabstractanddiscussed
in the “Strengths and Weaknesses” Section should read:
“Inherent experimental error limits the possible correlation
between scores and measured aﬃnity; Pearson R is limited
to ∼0.91 (Pearson R
2 ∼0.83) when ﬁtting to the data set
without over parameterizing. Pearson R is limited to ∼0.83
(Pearson R
2 ∼0.70) when scoring the data set with a
method trained on outside data.”
Forclarity,thePearsonRandR
2aregiveninTable1belowfor
all the theoretical cases posed. It corrects the correlation coeﬃ-
cientsinFigure 3and inthe discussion of signalover noise inthe
“Strengths and Weaknesses” section.
It should be noted that our use of R
2 is based on squaring the
Pearson value, not based on a calculation of the coeﬃcient of
determination (also called R
2). The coeﬃcient of determination
measures the one-to-one correspondence between two values,
requiring a slope of 1 and an intercept at 0 rather than least-
squares-ﬁt values.
’ACKNOWLEDGMENT
We thank Christian Kramer of Novartis Pharma AG for
pointing out that the R
2 values in the paper were likely R and
for very stimulating discussions regarding Pearson R
2 versus the
coeﬃcient of determination.
DOI: 10.1021/ci200363q
Table 1. Correlation Metrics when Random Error is Added
to the 343 Aﬃnity Data of the CSAR-NRC Data Set
a
error with
σ = 0.5 log K
error with
σ = 1.0 log K
error with
σ = 2.0 log K
error with
σ = 3.0 log K
Random Error in One Coordinate (Ideal vs Lab Case)
Pearson R 0.976 0.913 0.744 0.590
(Pearson R)
2 0.952 0.834 0.554 0.348
Random Error in Both Coordinates (Lab vs Scoring Case)
Pearson R 0.952 0.835 0.553 0.355
(Pearson R)
2 0.907 0.696 0.305 0.130
aValues are the medians of 100 generations of random error.
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